: Upper Panel: Selected oxygen (carbohydrate) -oxygen (water) radial distribution functions, g(r), from 250K simulations of (a) AFGP8 and (b) s-AFGP 4 using the TIP5P water model. The g(r) for pure water (TIP5P water model) under the same simulation conditions is also presented for comparison. Lower Panel: Difference (Δ) between the radial distribution functions. Δ is calculated as the difference between g(r) of pure water and g(r) of select oxygen (carbohydrate) -oxygen (water) radial distribution from 250K simulations of (a) AFGP8 and (b) s-AFGP 4 . Table S1 : Diffusion Coefficient (D) estimated from the mean square displacement (MSD) of water oxygen atoms. MSD were evaluated from the last 2 ns of the molecular dynamics simulations used to calculate the Hbond auto-correlation functions.
